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The three main research results are as follows. First, we implemented the
new deep learning model described above and showed that it can extrapolate and predict molecular
energies within a certain error range. In the process of implementing this model, we also succeeded
in mathematically demonstrating that the conventional deep learning model is equivalent to the
superposition of wave functions in quantum chemical calculations. Furthermore, the new deep learning

model was trained on a simple small molecule, and the learned model was transferred to the
prediction of properties of more complex polymers. A total of three papers, one for each of these
research results, were published in international journals.
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